Fig. S1. Electrostatic (E el ) and van der Waals (E vdw ) energy between the monomers in both eVP40 and mVP40 dimers, calculated using NamdEnergy plugin in VMD. The dimer interface interactions in both eVP40 and mVP40 have similar van der Waals energy contribution but the interfacial electrostatic energy contribution is much larger in the eVP40 dimer interface compared to that in mVP40.
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Electronic Supplementary Material (ESI) for RSC Advances. This journal is © The Royal Society of Chemistry 2017 Fig. S2 . Root-mean-squared fluctuations (rmsf) for all the residues in the mVP40 dimer at various time windows. As the protein associates with the membrane, the flexibility of all the residues decreases in general. The lipid interactions affect the CTD rmsf more than the NTD. 
